In the title compound, C 14 H 20 N 2 S 2 , the 1,3,5-thiadiazinane-2thione ring adopts an envelope conformation. The S C bond length is 1.6776 (15) Å , whereas the S-C bond lengths are 1.7470 (15) and 1.8479 (17) Å . The intramolecular C-HÁ Á ÁS hydrogen bond between the thione and the benzyl units along with the C-HÁ Á Á interaction between the butyl group and the centroid of the benzene ring may be effective in stabilizing the molecule.
Related literature
For the synthesis of the 1,3,5-thiadiazinane-2-thione nucleus, see: Aboul-fadi et al. (2002) ; Ertan et al. (1991 Ertan et al. ( , 1996 . For its biological activity, see: Coro et al. (2005) . For a related structure, see: Perez et al. (2001) . For bond-length data, see: Allen (2002) Table 1 Hydrogen-bond geometry (Å , ). CgA is the centroid of the C1-C6 ring.
Data collection: APEX2 (Bruker, 2007); cell refinement: APEX2; data reduction: SAINT (Bruker, 2007); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2003) .
3-Benzyl-5-butyl-1,3,5-thiadiazinane-2-thione M. Arfan, M. N. Tahir, M. I. A. Shah and M. S. Iqbal Comment 1,3,5-Thiadiazinane-2-thione nucleus is an important pharmacophoric nucleus and large number of its analogs have been synthesized through different synthetic approaches, including amines and carbon disulfide in aqueous KOH, via diathiocarbamate salt intermediate (Ertan et al., 1991) , from isothiocyanates and amines (Ertan et al., 1996) , and resin supported solid phase organic synthesis (Aboul-fadi et al., 2002) . Diverse bioactivities including antibacterial, antifungal, antimycobactarial, antitubercular, antiprotozoal, leishmanicidal, nematocidal and antiviral are reported for this nucleus in the literature (Coro et al., 2005) .
The crystal structure of 5-(2-carboxyethyl)-3-(fur-2-ylmethyl)-tetrahydro-2H-1,3,5-thiadiazine-2-thione (Perez et al., 2001) contains the same heterocyclic ring as the title compound (I), (Fig 1) . The heterocyclic ring is in envelop form with the group (N1/C8/S2/C10/C9) in plane and the N2 displaced by -0.6778 (17) Å from it. The dihedral angle between the benzene ring A(C1-C6) and this group is 81.22 (5)°. The CCDC search (Allen et al., 2002) showed that there are very few crystal structures having 1,3,5-thiadiazinane-2-thione nucleus, so some important bond lengths and bond angles are given in Table 1 .
There are no indications of intermolecular contacts, however some weak intramolecular H-bonding is given in Table 2 [CgA is a centroid of the phenyl ring C1-C6].
Experimental
The 1,3,5-thiadizinane thione was synthesized following the synthetic procedure reported by Ertan et al., 1991 . Carbon disulfide (20 mmol) was added portion-wise to a magnetically stirred solution of benzylamine (2.18 ml, 20 mmol) and potassium hydroxide (20 mmol) in 30 ml of water. The contents were stirred for 4 h at room temperature. Formaldehyde (37%, 40 mmol) was added to the reaction mixture and stirred for further 1 h. The reaction content was filtered and the filtrate was added drop-wise to a suspension of n-butylamine (1.97 ml, 20 mmol) to the phosphate buffer (pH 7.8) and stirred for 1 h at ambient temperature. The filterate of the reaction mixture was exhaustively extracted with dichloromethane. The aqueous reaction content was acidified with 15% HCl. The precipitated product was filtered off under suction and thoroughly washed with water. The air dried product was re-crystallized from ethanol. A colourless crystalline product [yield: 76%, m.p.: 381-383 K] was obtained.
Refinement H-atoms were positioned geometrically, with C-H = 0.93, 0.96 and 0.97 Å for aromatic, methyl and methylene H, and constrained to ride on their parent atoms, with U iso (H) = xU eq (C), where x = 1.5 for methyl H, and x = 1.2 for all other H atoms. as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.37143 (5) 0.10537 (5) 
0.0586 (2) 0.0591 (2) 0.0578 (2) −0.0195 (2) −0.0143 (2) −0.0221 (2) S2 0.0483 (2) 0.0444 (2) 0.0635 (3) 0.0008 (1) −0.0102 (2) −0.0197 (2) N1 0.0350 (5) 0.0416 (6) 0.0381 (6) −0.0065 (4) −0.0072 (4) −0.0118 (5) N2 0.0389 (5) 0.0526 (7) 0.0390 (6) −0.0087 (5) −0.0112 (4) −0.0100 (5) C1 0.0315 (5) 0.0469 (7) 0.0422 (7) −0.0041 (5) −0.0099 (5) −0.0150 (6) C2 0.0469 (7) 0.0558 (9) 0.0505 (8) −0.0020 (6) −0.0139 (6) −0.0230 (7) C3 0.0691 (10) 0.0496 (9) 0.0874 (13) 0.0017 (7) −0.0303 (9) −0.0284 (9) C8-S2-C9 103.11 (7) N1-C7-H7B 109.00 C7-N1-C8 122.01 (12) C1-C7-H7A 109.00 C7-N1-C10 113.20 (11) C1-C7-H7B 109.00 C8-N1-C10 124.74 (12) H7A-C7-H7B 108.00 C9-N2-C10 109.50 (12) S2-C9-H9A 109.00 C9-N2-C11 113.75 (12) S2-C9-H9B 109.00
